The Twin-Excited State as a Probe for the Transition State in Concerted Unimolecular Reactions: The Semibullvalene Rearrangement.
A twin of the transition state, which can be investigated spectroscopically and can thus supply information about the structure of the transition state, has now been characterized for the Cope rearrangement of semibullvalene (shown below). It involves an excited state with B2 symmetry and results from a linear combination of the ground-state wave functions of (mirror-image) reactant and product.